Impact of Molecular Descriptors on Computational Models.
Molecular descriptors encode a wide variety of molecular information and have become the support of many contemporary chemoinformatic and bioinformatic applications. They grasp specific molecular features (e.g., geometry, shape, pharmacophores, or atomic properties) and directly affect computational models, in terms of outcome, performance, and applicability. This chapter aims to illustrate the impact of different molecular descriptors on the structural information captured and on the perceived chemical similarity among molecules. After introducing the fundamental concepts of molecular descriptor theory and application, a step-by-step retrospective virtual screening procedure guides users through the fundamental processing steps and discusses the impact of different types of molecular descriptors.